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FEATURE QUANTITY CALCULATING METHOD, FEATURE QUANTITY
CALCULATING PROGRAM, FEATURE QUANTITY CALCULATING DEVICE,
SCREENING METHOD, SCREENING PROGRAM, AND COMPOUND CREATING
METHOD

ABSTRACT

An object of the present invention is to provide a method, a program, and a device
which enable calculation of a feature quantity accurately indicating chemical properties of a
target structure. Further, another object of the present invention is to provide a method and a
program which enable efficient screening of a pharmaceutical candidate compound using a
feature quantity. Further, still another object of the present invention is to provide a method
which enables efficient creation of a three-dimensional structure of a pharmaceutical candidate
compound using a feature quantity. In a case where target structures have a similarity in the
degree of accumulation of probes, this indicates that the target structures have similar chemical
properties. That is, target structures having similar feature quantities calculated according to
the first aspect exhibit similar chemical properties. Therefore, according to the first aspect,
the feature quantity accurately showing the chemical properties of a target structure can be

calculated.
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